In search for promising chelating agents for the treatment of lead and mercury poisoning in humans, 1 we are currently working on the synthesis of a new series of chelating agents such as N-2-tolyl-N′-4-tolyl-thiourea (Fig. 1) . In this paper, we present the crystal structure of (I). It is important to mention that there are only a few structure reports exclusively concerning substituted-thiourea derivatives, which may be due to the difficulty in preparing crystals for X-ray diffraction studies.
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The title compound was prepared from a solution of ptolylisothiocyanate (20.1 mmol) was added dropwise during approximately 30 min to o-toluidine (20.1 mmol) in anhydrous THF (5 ml) with vigorous stirring. The mixture was stirred for 1 h at room temperature. The solvent was removed under reduced pressure to afford the product with a yield of 90%. Later, the product which was purified with ethanol and recrystallized with acetone:hexane; m.p. 142 -144˚C.
The X-ray data for the crystals of the title compound were collected by graphite-monochromatized Mo Kα radiation at 293 K. No absorption correction was applied. The compound is not sufficiently stable, and there is a change in the crystalline appearance during X-ray exposure. These crystals have a poor diffraction pattern at high 2θ angles. The structure was solved by direct methods and refined by full-matrix least-squares with anisotropic temperature factors for the non-hydrogen atoms. The hydrogen atoms bonded to the carbon atoms were assigned based on the expected bonding geometry, and those bonded to the nitrogen atoms were found in a difference-Fourier map. The hydrogen atoms were refined isotropically in the final leastsquares cycles with a fixed B value of 0.06 Å 2 . Software used to prepare material for publication was PARST97. 2 Table 1 summarizes the crystal and experimental data. The molecular structure is shown in Fig. 2 .
The molecular structure of (I) determined from the X-ray data confirms the structure previously assigned on the basis of spectroscopic evidence. The short C-S distance [1.697(5)Å] clearly shows its double-bond character and is the same as the unweighted mean value for the C=S distance in thioureas. 3 The thiourea moiety is planar within the limits of the experimental error. The two methylphenyl rings adopt a trans-trans configuration to S with respect to the C-N thiourea bonds. The thiourea moiety is planar within the limits of experimental error and its dihedral angles with the o-methylbenzene and pmethylbenzene rings are 67.8 and 58.9˚C, respectively. The molecules form centrosymmetric hydrogen-bonded dimers, with the S atom participating in a bifurcated hydrogen bond with N1-HN1 and N2-HN2. The N1···S1 (-x+1, +y+1/2, -z+1/2); N2···S1 (-x+1, +y-1/2, -z+1/2) separations are 3.412(5)Å; 3.324(4)Å and the N1-HN1···S1; N2-HN2···S1 bond angles are 162.8(6)˚; 161.7(6)˚. There are no unusually short contacts between the molecules except for these interactions.
908 ANALYTICAL SCIENCES JULY 2001, VOL. 17 Fig. 2 Molecular structure of the title compound with atom labeling. Thermal ellipsoids are drawn at the 50% probability level. Ueq = (1/3)ΣiΣjUij(ai*aj*)(ai·aj). Table 3 Bond distances (Å) and angles (˚) Fig. 3 Perspective drawing of the packing arrangement of the title compound in the crystal.
